[Study of trypsin-substrate and trypsin-inhibitor complexes. 1. Conformation of Asp-102, His-57 and Ser-195 residues in the trypsin active center].
Using the semi-empirical method of conformational analysis low energetic conformations were found for trypsin's catalytic triad Asp102, His57, Ser195 in the field of the active centre that consisted of about 800 atoms. It was shown that within the enzyme structure conformations which are preferential for isolated residues are formed. Lability obtained for the side chains is in accord with their functions in enzymatic catalysis. Results of the calculations carried out correlate with the X-ray data for trypsin complexes.